Model
As shown in Figure S1 , HKUST-1 presents three kinds of pores. For NO and NH3 chemi-adsorption on the metal sites, the M1, M2 site in HKUST-1 and N in NCCs form a line which will cross the yellow pore. For NO2 adsorption, the plane formed by M1, M2 and N will cut the yellow pore. M1, M2, M3, and M4 metal atoms are in a line and cross the center of the yellow pore. Therefore, we summarize the distance between M2 and M3 in Table S1 to represent size of the yellow pore. shown in Figure S1 . Available experimental values are provided in bracket. 
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